CF
F
CF
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Table IV, Equatorial Bond Angles (61), and Axial Bond Distances

for Sulfuranes

Sulfurane

SF4

(MeZN)ZSFZ

4,510 (0) (CF ), 1,
CF3 F
3
0
0.
»
3
F

F
0
F

S

0

-

8y (deR)

101.6"
102.3°€

104.4%

104.6€

107.8f

-]
" ‘Axial Bond Distance (A)

1.754, 1.756°
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Table IV continued...

°
Sulfurane 61 (deg)a Axial Bond Distance (A

o \\\o 107.6, 108,18+P 1.832, 1.819%+0
. 1.831, 1.8168+0

3\C
/// \\\o
o 108,11 1.713, 1.955




Table IV continued...
a -]
: Sulfurane 6, (deg) Axial Bond Distance (A
0
g
pd \N-—CH/CH3
N
CH3
: 1 1
c;;;7¢/s 104.7- 1.897, 1.899
CH3
N—CH
\\\c//’
CH_
I
0
k
(0166H4)25C12 108.6 2,259, 2.323
ael is defined in 7 jReference 9

k
bReference 10 Reference 12

cPresent work
d

Reference 13
e

Reference 8
fReference 5
gRefetence 6’

hTwo crystallographically independent
molecules per unit cell,

1Reference 7
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SUPPLEMENTARY TABLE. Observed and calculated structure factors for

The running index is h; values of k and £

[ (CH N]ZSF

3)2 2
are presented in the first two columns on the left-hand side,
the third column is IOIFOI, and the right-hand column is

lOIFc]. Reflections marked with * were not used in least-

squares refinement.
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g 4 4 349 341 1 4 692 663 5 -2 76 10 2 -9 59 Sge }
i 4 S 27 S53* 1 S5 149 140 S -1 200 212 2 -8 100 92 !
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4 9 157 157 1 9 46 1# S5 3 44 3¢ 2 -4 364 343 i
: 4 10 85 95 1 10 322 328 S 4 155 150 2 -3 2 16+
F 4 11 176 187 I 11 4e 3= 5 5 47 638 2 =2 2 94e
4 12 33 S2+ 1 12 309 307 5 6 3 4S5 2 -1 212 206
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6 8 44 Sle 3 2 499 468 sne 4 = 4 wee 4 -9 28 20% ﬂ
6 9 102 104 3 3 267 266 0 -16 81 80 “ -8 3 16+
6 10 81 23 3 4 528 530 0 -14 32 61* 4 =7 151 163
6 11 88 107 3 5 157 146 0 -12 3 53 4 =6 159 150
oee H = 3 ees 3 6 218 279 0 =10 S3 45+ & =5 284 299
1 -16 49 65¢+ 3 7 60 S7¢ 0 -8 423 413 4 =4 153 147 1
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il o fe et e e
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1 7 86 1064 S 4 28 S6+ 2 3 90 8l 6 8 31 72 1’
1 8 269 263 S S 232 236 2 & 183 184 208 4 = 7 ane
1 9 28 31* S5 6 64 66 2 S5 118 116 1 =15 4 19
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Figure 1. Stereoview of the (MezN)ZSF2 molecule, illustrating
the atom numbering scheme, Nonhydrogen atoms are shown as
¢llipsoids of 30% probability and hydrogen atoms as spheres

o

of radius 0,1 A.
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Figure 2, A view of the (MeZN)?SF2 molecule.showing the idealized
dispositions of the lowe pairs of electrons of the nitrogen atoms,
The lone pairs, indicated as small blank spheres, have been
placed along the axes which pass through the N atoms and are

nopmnat to the S, 6y € planes.




Figure 3, Stereoview of the immediate environment of a (MezN)ZSF2
molecule. Tach molecule is sﬁrrounded by eight other molecules at
nonhydrogen contact distances of 3,6-3,85 R in an approximately
square antiprismatic arrangement of molecules, Nonhydrogen atoms
are shown as ellipsoids of 307 prcbhability and hydrogen atoms as

o
spheres of radius 0.1 A.
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